Methods S1 Synthesis Mellitic triimide derivatives were synthesized according to the literature. 1 Procedure for the synthesis of tribenzyl-mellitic-triimide (1) To mellitic acid (4.99 g, 14.6 mmol) in water (100 ml) was added benzylamine (4.76 g, 44.4 mmol) and the reaction mixture was stirred for 10 min at room temperature. After removing solvent in vacuo, the colorless solid was heated at 140 °C for 96 h. The crude product was purified by sublimation. Further purification was optionally accomplished by column chromatography with dry loading on a silica gel using hexane/ethyl acetate mixture (1:2) and recrystallization from dichloromethane/hexane to give pure product as yellow crystals (1.62 g, 20.0% 1, 161.8, 133.6, 131.6, 131.5, 130.8, 130.8, 116.0, 115.9, 42.3. Anal. Calcd. For C 33 H 18 F 3 N 3 O 6 : C, 65.03; H, 2.98; F, 9.35; N, 6.89; O, 15.75. Found: C, 64.77; H, 2.62; N, 6 .87. The geometry optimization and single point energy were calculated at the B3LYP/6-31+G(d,p) level.
2
The presence of energy minima was confirmed by the absence of imaginary modes (no imaginary frequencies). Methods S3 X-ray Crystallographic Structure Determination Suitable crystals were selected under Paratone® N (Hampton Research catalog number HR2-643), under ambient conditions and attached to the tip of a MiTeGen MicroMount©. X-ray diffraction data for OXCMA were collected on a Rigaku Saturn 724 CCD diffractometer with Mo-Kα radiation (λ = 0.71075 Å). Data collection, cell refinement, and data reduction were carried out using the CrystalClear-SM software. The structure was solved by direct methods using the program SHELXS-97, and refined by full-matrix least squares methods on F2 using SHELXL-97. All materials for publication were prepared by Yadokari-XG 2009 software. All non-hydrogen atoms were refined anisotropically. The positions of all hydrogen atoms were calculated geometrically and refined as a riding model. X-ray crystallographic information files (CIFs) are available. CCDC nos. 1557859-1557873 contain the supplementary crystallographic data for this paper. These data can be obtained free of charge from the Cambridge Crystallographic Data Centre via www.ccdc.cam.ac.uk/data_request/cif. 
